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Supplementary Table 1. The Ni-CODHs protein dataset with structural features.
Presented as a separate MS Excel file.

Supplementary Table 2. The Ni-CODHs genome dataset with taxonomies and genomic contexts.
Presented as a separate MS Excel file.

Supplementary Table 3. A summary for structural prediction of structural groups of Ni-CODHs
using SWISS-MODEL.
Presented as a separate MS Excel file.

Supplementary Table 4. The list of COGs in Ni-CODH-containing genomic contexts.
Presented as a separate MS Excel file.

Supplementary Table 5. A similarity matrix used for the network analysis.
Presented as a separate MS Excel file.
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Analysis of Ni-CODH-genomic contexts
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Supplementary Figure 1. A schematic representation of workflows for data analysis of Ni-CODH
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Supplementary Figure 2. Phylogenetic tree of Ni-CODHs with the information of structural groups
and associated protein functions (related to Figures 1 and 5; Supplementary Figure 3). The structural
groups of Ni-CODHs and the associated COGs are concentrically mapped on the phylogenetic tree
and shown by filled circles and filled diamonds, respectively. Each clade is colored in similar way to
Figure 1. The structural groups and COGs are colored according to their numbers (i.e. A-1, A-2, and
so on) and functions as inset, respectively. The letter "X" in the inset corresponds to each clade.
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Supplementary Figure 3. Network analysis among Ni-CODH-related proteins and structural groups
of Ni-CODHs (related to Figure 5). The network is represented by an unweighted force-directed
layout and manually modified to avoid overlapping nodes. The width of the edges is scaled
proportionally according to the Simpson coefficient. The size of the nodes is scaled proportionally
according to the log of the number of genomic loci with each COG and structural group. The COGs
and the structural groups of Ni-CODHs are shown by filled circles and filled diamonds, and coloured
according to their functions and clades as inset, respectively.



